Key indicators: single-crystal X-ray study; T = 294 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.052; wR factor = 0.175; data-to-parameter ratio = 11.8.
Related literature
For general background to 1,2,4-triazoles, see: Clemons et al. 
Data collection
Bruker CCD 6000 area-detector diffractometer Absorption correction: none 10706 measured reflections 3697 independent reflections 2561 reflections with I > 2(I) R int = 0.039 Refinement R[F 2 > 2(F 2 )] = 0.052 wR(F 2 ) = 0.175 S = 1.06 3697 reflections 314 parameters H-atom parameters constrained Á max = 0.40 e Å À3 Á min = À0.22 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x; y; z À 1; (ii) x; Ày À 3 2 ; z À 1 2 ; (iii) x; Ày À 1 2 ; z À 1 2 . Cg1, Cg2 and Cg3 are the centroids of the N1/N2/N4/C3/C5, C13-C18 and S1/C32-C35 rings, respectively.
Data collection: SMART (Bruker, 1997); cell refinement: SAINT (Bruker, 1997); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997); software used to prepare material for publication: WinGX publication routines (Farrugia, 1999) . supplementary materials supplementary materials sup-1 Acta Cryst. (2009). E65, o1006-o1007 [ doi:10.1107/S1600536809012719 ] 2-Benzoylmethyl-4-[(2-benzylideneethylidene)amino]-5-(2-thienylmethyl)-2H-1,2,4-triazol-3(4H)one R. Ustabas, Y. Ünver, N. Suleymanoglu, U. Çoruh and K. Sancak
Comment
The 1,2,4-triazole compounds posses important pharmacological activities such as antifungal and antiviral activities. Examples of such compounds bearing the 1,2,4-triazole residues are fluconazole, the powerful azole antifungal agent as well as the potent antiviral N-nucleoside ribavirin (Tsukuda et al., 1998; Ünver et al., 2008) . The 1,2,4-triazole nucleus is associated with diverse pharmacological activities such as antibacterial, hypoglycemic, antihypertensive, analgesic and specific magnetic properties (Colanceska-Ragenovic et al., 2001; Zhu et al., 2000) . It was reported that compounds having triazole moieties such as Vorozole, Anastrozole and Letrozole appear to be very effective aromatase inhibitors very useful for preventing breast cancer (Goss & Strasser-Weippl, 2004; Santen, 2003) . There are antimicrobial agents having different structures are frequently used in treatment of microbial infections. However, there is an increasing resistance to these drugs.
Moreover, some of azole derivatives used as common antibiotics, such as Amphotericin B posses a toxic effect on humans as well as their antimicrobial effects (Clemons et al., 2004) . We report herein the crystal structure of the title compound.
In the molecule of the title compound (Fig 1) , the bond lengths (Allen et al., 1987) and angles are within normal ranges. Intramolecular C-H···O interaction results in the formation of a six-membered ring having envelope conformation, with atom O1 displaced by 0.300 (3) Å from the plane of the other ring atoms.
In the crystal structure, the π···π contact between the benzene rings, Cg2-Cg2 i [symmetry code: (i) -x, -y, -1 -z, where Cg2 is centroid of the ring B (C13-C18)] may stabilize the structure, with centroid-centroid distance of 3.918 (2) Å. There also exist weak C-H···π interactions (Table 1) .
Experimental
For the preparation of the title compound, 4-[(3-phenyl-allidenamino)-5-thiophen -2-yl-methyl-2,4-dihydro-1,2,4]triazol-3one (0.01 mol) was refluxed with an equivalent amount of natrium in absolute ethanol (100 ml) for 1 h. Then, ethyl bromoacetophenon (0.01 mol) was added and refluxed for an additional 5 h. The precipitate was filtered off, washed with water and recrystallized from ethanol/water (1:2) (yield; 70.79%, m.p. 433-434 K).
supplementary materials sup-2
Refinement
The S, C and H atoms of the thiophene ring were disordered. During the refinement process, the disordered atoms were refined with occupancies of 0.654 (3) and 0.346 (3). H atoms were positioned geometrically, with C-H = 0.93 and 0.97 Å for aromatic and methylene H, respectively, and constrained to ride on their parent atoms, with U iso (H) = 1.2U eq (C). Fig. 1 . The molecular structure of the title molecule, with the atom-numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. Symmetry codes: (i) x, y, z−1; (ii) x, −y−3/2, z−1/2; (iii) x, −y−1/2, z−1/2. Fig. 1 
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